. Comparision of Hex docking results for the 63 "rigid body" complexes of the Docking Benchmark (version 2) using the 3D and 1D FFT calculation schemes on the CPU and GPU. ⋆
3D CPU
3D GPU 1D CPU 1D GPU PDB Code Rank (RMS) Hits Rank (RMS) Hits Rank (RMS) Hits Rank (RMS) Hits
298 (4.1) 4 291 (4.1) 4 393 (4.1) 4 380 (4.1) 3 1CGI 344 (6.4) 4 434 (9.1) 4 427 (6.9) 6 416 (6.9) 5 1D6R 261 (9.1) 5 205 (9.7) 5 230 (9.7) 4 231 (9.7) 2 1DFJ 1 (6.8) 13 1 (6. -
14 (9.9) 21 14 (9.9) 22 4 (9.4) 21 4 (9.4) 18 1MAH 1 (0.9) 25 1 (0.9) 27 2 (0.9) 30 2 (0.9) 23 1PPE
3 ( 
41 ( 
7 (8.7) 11 7 (8.7) 11 15 (9.5) 9 15 (9.5) 9 1GCQ
-
93 (6.6) 16 91 (6.6) 13 103 (6.7) 11 103 (6.7) 13 1I4D
57 (4.9) 2 57 (4.9) 2 1 (6.7) 1 1 (6.7) 1 1ML0
- -
204 (6.4) 8 202 (6.4) 8 226 (6.4) 9 223 (6.4) 8 Mean 147 (7.8) 6.4 147 (7.9) 6.2 166 (7.9) 5.8 165 (7.9) 5.6 ⋆ Each blind docking run used default search parameters with an initial steric scan using N =18 followed by shape plus electrostatic re-scoring using N =25. For each FFT docking scheme, the results are tabulated as triples consisting of the mean rank, the average ligand Cα root-mean-squared (RMS) deviation with respect to the crystal structure of the complex, and the average number of hits found within the top 1,000 docking predictions. Means of ranks were calculated using the mean log rank ( 
